In the title compound, C 9 H 6 F 3 NOS, the 1,3-benzothiazole ring system is essentially planar, with an r.m.s. deviation of 0.006 Å . In the crystal, molecules are linked via O-HÁ Á ÁN hydrogen bonds, forming zigzag chains along [010].
Related literature
For the synthesis of 1-substituted 2,2,2-trifluoroethanols from ketones, see: Yamazaki et al. (1993) . For the enzymatic kinetic resolution of 1-substituted 2,2,2-trifluoroethanols, see: Omote et al. Hydrogen-bond geometry (Å , ).
Data collection
D-HÁ Á ÁA D -H HÁ Á ÁA D Á Á ÁA D -HÁ Á ÁA O1-H1OÁ Á ÁN1 i 0.84 (4) 1.96 (4) 2.781 (2) 166 (4)
S1. Comment
2,2,2-Trifluoro-1-substituted ethanols attract attention as building blocks for introducing a chiral CF 3 -containing motif into biologically active molecules and mimicking carboxylic groups. Among them, 2,2,2-trifluoro-1-heteroaryl ethanols, promising synthetic targets, have been poorly explored because of a lack of suitable procedures for obtaining the enantipure compounds from racemates. We have recently proposed a convenient procedure for enzyme-catalyzed kinetic resolution of racemic 2,2,2-trifluoro-1-heteroaryl ethanols on a series of 14 compounds. Herein, we report the crystal The racemic alcohol (11.4 g, 0.05 mol) and vinyl acetate (14.3 ml, 0.15 mol) were dissolved in TBME (250 ml)
following by addition of Burkholderia cepacia lipase (6 g). The obtained mixture was incubated at 323 K, the progress of the reaction was monitored by the cinchonidine method (Kolodyazhnyi et al., 2006) . Then, the enzyme was filtered off, washed with TBME and the combined TBME fractions were evaporated. The unacylated (S)-alcohol was separated from white needle-like crystals of the (S)-alcohol were formed after 1 week upon crystallization from chloroform.
S3. Refinement
The C-F bond lengths were constrained to 1.340 (1)Å. All hydrogen atoms were located in electron density difference maps and were refined with isotropic displacement parameters [C-H = 0.88 (4)-1.04 (3) Å and O-H = 0.84 (4)Å].
Figure 1
The molecular structure of the title compound with displacement ellipsoids drawn at the 50% probability level. 
